Supplementary Information
Table S1: Frequency of side chain to side chain salt bridges in all peptides. Salt bridges are defined between two opposite charged atoms within a distance of 4 Å (or 5 Å in brackets).
Peptide
Frequency of salt bridge between residues / % pThr3-Lys6 pSer16-Lys15 pSer13-Lys15 pSer13-Lys9 WT n/a n/a n/a n/a pThr3 21 (29) n/a n/a n/a pThr3, pSer13 29 (36) n/a 6 (10) 0 (12) n/a n/a n/a n/a acLys6 n/a n/a n/a n/a pThr3, acMet1 48 (55) n/a n/a n/a acMet1 n/a n/a n/a n/a 36 n/a n/a acLys6 n/a n/a n/a pThr3, acMet1 16 n/a n/a acMet1 n/a n/a n/a Supplementary Figure S1 : Helicity per residue of selected Htt peptides. All 6 replicas in the replica exchange MD are shown, overlapping with one another. Each replica has a different secondary structure content. Thus, exchange between replicas enhances sampling.
Supplementary Figure S2 : End-to-end distance distribution of selected Huntingtin peptides. All 6 replicas in the replica exchange MD are shown. Each replica has a different compactness. Thus, exchange between replicas enhances sampling.
Supplementary Figure S5 : Helicity per residue for the remaining peptides (not shown on Figure 2 in the main text). Figure S6 : Phi angles in WT vs pThr3 peptides showing that phosphorylation at Thr3 affects backbone dihedral angles of residues Lys6, Glu12, Ser13 and Ser16. Dashed lines indicate ideal phi angles for b-sheet (gold), 310 helix (purple) and a-helix (green).
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